Can we predict blood brain barrier permeability of ligands using computational approaches?
An ideal neurotherapeutics agent for central nervous system (CNS) molecular targets should cross Blood Brain Barrier (BBB) whereas peripherally acting agent should not cross BBB to avoid CNS related side effects. Hence prediction of BBB permeability index has been proved to be an efficient tool for drug discovery and development. Various experimental and computational approaches are being used in recent past for the prediction of BBB permeability and they have been successful up to some extent. However the accuracy and authenticity of these methods have been under question. The current review article attempts to answer a vital question that is, can we predict BBB permeability using computational approaches.